Orbital landscapes for reductive 2e- activation of dihydrogen molecule.
The various spatial arrangements of frontier orbitals that may lead to facile reductive splitting of the H2 molecule at mono- or binuclear catalysts containing s, p, d or f-block metals, and on surfaces of solids are briefly reviewed. The postulation is also made that binuclear divalent titanium (Ti(II)) and mononuclear silicon (Si(II)) species might serve as active sites for the H2 attachment reaction for hydridoalanates doped with Ti salts and hydridoborates doped with SiO2, respectively.